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B3LYP/6-31G(d) optimized geometries of stationary points

Py-PP monomer E(RB3LYP) = -1539.64193158 a.u.
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Ceo E(RBELYP) = -2286.17440820 a.u.
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DMDP E(RB3LYP) = -1052.31092472 a.u.
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PDVB monomer E(RB3LYP) = -387.048584606 a.u.
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